Full-matrix least-squares on F 2 data/restraints/parameters 8039/0/561 goodness-of-fit (based on F 2 ) 1.039 final R indices [I > 2 (I)] R 1 = 0.0540, wR 2 = 0.1471 final R indices (all data) R 1 = 0.0615, wR 2 = 0.1564 (2) 2.000(2) C(7)-H(7a) 0.9900 
0.9500
a The estimated standard deviations of the least significant digits are given in parentheses. e2_m06L_xParaIm_yPerpIm_GreaterThan01.xlsx 18of81 Figure S1 . Cell packing diagram for [Fe(OEP)(2-MeHIm)(NO)]ClO4 illustrating the parallel porphyrin planes in the cell. Cell directions are given; the origin is at the top center. + . x and y are illustrated in the molecular structure; z is normal to porphyrin plane. + . x and y are illustrated in the molecular structure; z is normal to porphyrin plane. + . x and y are illustrated in the molecular structure. 
